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Table S1. Intermolecular interaction energies estimated using CE-B3LYP dispersion-
corrected DFT models. Both the total energy (E(o) and electrostatic (E)),
polarization (E,r), dispersion (E4is)), and exchange-repulsion (E)) components are
listed (kJ/mol). R indicated the distance between centers of mass of the pair of

molecules (A).

DMZ-SAC
N Symop R Ece  Epo  Eais  Ewp  Etot
1 - 723 -11.6 -29 -83 95 -159
1 - 6.92 4 26 -114 9 21
I -x,-y,-z 887 -08 -05 -45 12 -44
1 - 3.78 -5 29 435 274 -284
1 - 8.58 -11.5 -2.5 -8 9.1 -153
1 - 7.28 -141 -32 -83 13.8 -16
1 - 88 -69 -21 -69 92 92

2 X,y,z 799 -28 -08 -37 05 -65



2 x+1/2,y+1/2,-z+1/2 7.12 2.6 -1.7 -63 38 -7.2
I -x,-y,-z 9.09 -1 =05 37 07 -42
1 - 6.61 -746 -183 -154 90.1 -50.2
1 - 387 -6.8 -3 446 293 -30.2
I -x,-y,-z 6.73 48 -06 -7.1 0.8 -1.1
2 X,y,Z 799 -74 -18 -75 4.6 -12.8
2 x+1/2,y+1/2,-z+1/2 817 -0.1 -14 -74 23 -6.1
I -x,-y,-z 6.53 7.8 -04 -68 0.6 2.4
I -x,-y,-z 6.73 48 -06 -7.1 0.8 -1.1
DMZ anhydrate

N Symop R Ece  Epo Edis  Erp  Eiot

2 X,-y,-Z 376 -10.7 -2 374 209 -324
4 x+1/2,y+1/2,-z+1/2 6.74 -19 -1.7 -9 51 -8

2 x+1/2,-y+1/2,z+1/2 739 -154 -48 -13.2 152 -219
2 X,V,Z 915 -62 -13 -36 26 -9.1

2 x+1/2,-y+1/2,z+1/2 690 -124 -24 -74 89 -158
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Fig. S1. Comparison of DMZ assay values for pure DMZ powder, physical mixture of DMZ
and SAC
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Fig. S2. PXRD patterns of DMZ-SAC (a) before and (b) after powder dissolution

experiment



